(a) Density of states (DOS) of the (Cs4-1)2 complex and projected density of states (PDOS) on 1. Zero of the energy scale reflects the Fermi level of the total complex. (b-e) Highest occupied states, as indicated by negative energy values, of the complex localized on 1 show LUMO features of free 1. Hence, the four degenerate LUMO orbital of 1 become occupied upon interaction with cesium metal. Fig. 2. (a) B97D/Def2-TZVPP optimized structure for the (Cs4-1)2 dimer. (b) Cs4-1 optimized complex with two Cs attached the convex side and two Cs attached to the concave side of 1. (c) Cs4-1 optimized complex with all four cesium attached to the same side of the molecule.
